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Table 1
Peptide interactions with DENV NS2B/NS3 protease.
Sr. No. Peptide S score RMSD Interacting residues (Hydrogen bonding) Close contact residues
1 Cys-RKG-Cys -10.106 980 3.335 608 Arg54, Asp75, Glu101,Ser135, Asn152, 
Gly153
Trp50, His51, Leu 128, Pro132, Tyr 150
2 Cys-NRK- Cys -11.129 510 2.531 304 His51, Asp75, Glu101, Asp129, Phe130, 
Ser135, Tyr150, Asn152, Gly153, Tyr161
Leu128, Pro132
3 Cys-RGK-Cys -7.159 595 2.026 983 Phe130, Asn152, Gly153 His51, Asp75, Leu128, Pro132, Ser135, 
Tyr150, Gly151
4 Cys-KRR-Cys -8.459 515 2.113 997 Trp50, Ser135, Gly151, Gly153 Hist51, Arg54, Asp75, Tyr150, Asn152, 
Tyr161
5 Cys-GRKR-Cys -8.357 669 2.004 721 Leu128, Phe130, Gly153 His51, Ser127, Asp129, Ser131, Pro132, 
Ser135, Tyr150,  Gly151, Tyr161
6 Cys-GNRK-Cys -7.681 766 1.846 913 Phe130, Ser135, Gly151, Asn152, Gly153 His51, Asp75, Leu128, Pro132, Tyr150, 
Tyr161
7 Cys-KKRR-Cys -8.353 346 2.254 074 Arg54, Leu128, Phe130, Asn152, Gly153 His51, Pro132, Ser135, Gly151, Val154, 
Tyr161
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